Special Refinement Details
There is disorder in the methyl-ethyl keytone ligand attached to nitrogen. The disorder was modeled with alternate positions for the ethyl carbon atom alpha to oxygen (C26A & B) with the corresponding changes in the methyl carbon (C27A & B). The oxygen atom (O1) was refined at a single position. The molecule sits on a center of symmetry, therefore, only the unique atoms are labeled in the figures. Disorder is also observed in the dichloromethane solvents (not shown in the figures).
Refinement of F
2 against ALL reflections. The weighted R-factor (wR) and goodness of fit (S) are based on F 2 , conventional R-factors (R) are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ( F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes.
- Table 2 . Atomic coordinates ( x 10 4 ) and equivalent isotropic displacement parameters (Å 2 x 10 3 ) for 5 (CCDC 258068). U(eq) is defined as the trace of the orthogonalized U ij tensor. (1) 10258 (1) 5437 (1) 9145 (1) 16(1) 1 Cl (1) 9270 (1) 6364 (1) 8313 (1) 21(1) 1 Cl (2) 11971 (1) 6091 (1) 9890 (1) 23(1) 1 Cl (3) 11000 (1) 4392 (1) 9962 (1) 18(1) 1 P (1) 11095 (1) 5139 (1) 8022 (1) 19(1) 1 P (2) 8871 (1) 4635 (1) 8053 (1) 18(1) 1 O (1) 8632 (1) 4810 (1) 5551 (1) 42(1) 1 N (1) 9828 (1) 4661 (1) 7445 (1) 20(1) 1 C (1) 12508 (2) 4597 (1) 8274 (1) 20(1) 1 C (2) 12868 (2) 4222 (1) 7671 (2) 30(1) 1 C (3) 13952 (2) 3818 (1) 7916 (2) 34(1) 1 C (4) 14698 (2) 3807 (1) 8740 (2) 32(1) 1 C (5) 14381 (2) 4191 (1) 9333 (2) 28(1) 1 C (6) 13280 (2) 4581 (1) 9109 (1) 26(1) 1 C (7) 11338 (2) 5868 (1) 7377 (1) 22(1) 1 C (8) 10389 (2) 6115 (1) 6669 (1) 29(1) 1 C (9) 10589 (2) 6705 (1) 6231 (2) 37(1) 1 C (10) 11706 (2) 7060 (1) 6487 (2) 37(1) 1 C (11) 12635 (2) 6838 (1) 7192 (2) 34(1) 1 C (12) 12458 (2) 6242 (1) 7641 (2) 29(1) 1 C (13) 8569 (2) 3684 (1) 8144 (1) 21(1) 1 C (14) 7365 (2) 3413 (1) 7947 (1) 27 (1) (2) 2.2900(5) Cr(1)-Cl (3) 2.3679(5) Cr(1)-Cl (3)#1 2.3939(5) Cr(1)-P (1) 2.4251(6) Cr(1)-P (2) 2.4862(6) Cl (3) 0.9900
0.9800 C(31)-Cl (13) 1.726(7) C(31)-Cl (11) 1.760(2) C(31)-Cl (12) 1.789(5)
0.9899 C(32)-Cl (22) 1.701(3) C(32)-Cl (21) 1.741(2) C(32)-Cl (23) 1.804 (5) (1) 146 (1) 168 (1) 161 (2) -8 (1) 54 (1) 10(1) Cl (1) 200 (2) 197 (2) 221 (2) 23 (2) 67 (2) 44(2) Cl (2) 179 (2) 222 (2) 269(3) -15 (2) 35 (2) -19(2) Cl (3) 179 (2) 194 (2) 176 (2) 5 (2) 73 (2) 32(2) P (1) 183 (2) 193 (2) 201 (3) 20 (2) 91 (2) 34(2) P (2) 171 (2) 201 (2) 177 (3) -24 (2) 55 (2) 4(2) O (1) 413 (9) 553 (10) 206 (9) -80(7) -12 (7) 202 (8) N (1) 196 (8) 237 (8) 180 (8) -47 (7) 69 (6) 7(6) C (1) 186 (9) 169 (9) 288 (11) 59 (8) 131 (8) 31 (7) C (2) 300 (12) 319 (12) 324 (14) 21 (10) 163 (10) 62 (9) C (3) 315 (12) 296 (12) 492 (16) -33 (11) 241 (12) 66(9) C (4) 197 (11) 229 (11) 556 (16) 75 (10) 170 (11) 48(9) C (5) 192 (10) 311 (11) 347 (14) 91 (10) 84(10) 0(9) C (6) 225 (10) 266 (10) 328 (13) 25 (9) 141 (9) 8(8) C (7) 250 (10) 219 (9) 233 (11) 13 (8) 147 (8) 64 (8) C (8) 358 (13) 282 (11) 235 (12) 19 (9) 97 (10) 45(10) C (9) 537 (16) 308 (12) 251 (13) 74 (10) 126 (12) 139(11) C (10) 590 (16) 247 (11) 409 (15) 115 (10) 336 (13) 109(11) C (11) 364 (13) 264 (11) 495 (16) 81 (10) 263 (12) 29(10) C (12) 252 (11) 279 (11) 370 (13) 86 (10) 159 (10) 67(9) C (13) 250 (10) 200 (9) 
